. Single and multiple Gaussian fits of the distribution of transfer integral across the investigated NMR structures for group I, II and III from left to right. Although the distributions can in principle be fitted with other statistical models, Gaussians give a good agreement with the histograms, in terms of R 2 . The distribution of group I can be fitted with a single Gaussian centered at 0.05 eV, with R 2 = 0.93. The distributions of group II and group III need a 2-Gaussian fit with the most intense peak at 0.01 eV and R 2 = 0.95. Group II, which has anti-anti, syn-syn and syn-anti (anti-syn) GBA sequences, also has a second peak at about 0.065 eV. In group III, which has only syn-anti (anti-syn) sequences, the second peak is unphysical.
. Single and multiple Gaussian fits of the distribution of transfer integral across the investigated NMR structures for group I, II and III from left to right. Although the distributions can in principle be fitted with other statistical models, Gaussians give a good agreement with the histograms, in terms of R 2 . The distribution of group I can be fitted with a single Gaussian centered at 0.05 eV, with R 2 = 0.93. The distributions of group II and group III need a 2-Gaussian fit with the most intense peak at 0.01 eV and R 2 = 0.95. Group II, which has anti-anti, syn-syn and syn-anti (anti-syn) GBA sequences, also has a second peak at about 0.065 eV. In group III, which has only syn-anti (anti-syn) sequences, the second peak is unphysical. † The number of contributing G-G stacked couples is indicated in parentheses. $ Maxh is the linear combination of helix shape parameters that maximizes correlation between the structure and the electronic transfer integral in G-G pairs.
